Related literature
The title compound is an intermediate in the synthesis of the high energy density compound 2,2 0 ,4,4 0 ,6,6 0 -hexanitrostilbene, see: Shipp (1964) . For the synthesis, see: Blatt & Rytina (1950 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: CrystalClear (Rigaku/MSC, 2000); cell refinement: CrystalClear; data reduction: CrystalClear; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL. Fig. 1 . The molecular structure of the title compound with the atom numbering scheme. Displacement ellipsoids are drawn at the 30% probability level. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Figures
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.64474 (9) 0.08191 (14) 1.03105 (8) 0.0325 (3) O2 0.68105 (8) 0.33883 (14) 1.06099 (7) 0.0270 (3) O3 0.86607 (8) 0.48825 (14) 0.85862 (7) 0.0273 (3) O4 0.79057 (8) 0.43068 (14) 0.70657 (7) 0.0283 (3) 
sup-4
Atomic displacement parameters (Å 2 )
0.0369 (7) 0.0277 (7) 0.0361 (7) 0.0037 (5) 0.0186 (5) 0.0142 (5) O2 0.0267 (6) 0.0344 (7) 0.0198 (6) −0.0049 (5) 0.0096 (5) −0.0043 (5) O3 0.0223 (6) 0.0302 (7) 0.0264 (6) −0.0099 (5) 0.0074 (5) −0.0005 (5) O4 0.0273 (6) 0.0392 (7) 0.0234 (6) −0.0053 (5) 0.0156 (5) 0.0023 (5) O5 0.0249 (6) 0.0293 (7) 0.0249 (6) 0.0011 (5) 0.0023 (5) 0.0041 (5) O6 0.0293 (7) 0.0235 (7) 0.0455 (7) −0.0058 (5) 0.0035 (6) −0.0108 (5) O7 0.0151 (6) 0.0305 (6) 0.0307 (6) −0.0029 (4) 0.0069 (5) −0.0059 (5) O8 0.0273 (7) 0.0792 (10) 0.0204 (6) −0.0048 (6) 0.0143 (5) 0.0012 (6) O9 0.0260 (6) 0.0374 (7) 0.0180 (5) 0.0030 (5) 0.0063 (5) −0.0062 (5) O10 0.0147 (6) 0.0825 (11) 0.0368 (7) −0.0038 (6) 0.0097 (5) −0.0248 (7) N1 0.0182 (7) 0.0254 (7) 0.0224 (7) 0.0017 (5) 0.0094 (5) 0.0051 (5) N2 0.0185 (7) 0.0211 (7) 0.0211 (7) −0.0016 (5) 0.0094 (5) 0.0018 (5) N3 0.0172 (6) 0.0243 (7) 0.0216 (6) −0.0020 (5) 0.0100 (5) −0.0048 (5) N4 0.0180 (7) 0.0263 (7) 0.0227 (7) −0.0004 (5) 0.0083 (6) 0.0007 (5) N5 0.0170 (7) 0.0268 (7) 0.0228 (7) −0.0007 (5) 0.0069 (5) −0.0055 (5) C1 0.0193 (7) 0.0166 (7) 0.0172 (7) 0.0013 (5) 0.0094 (6) 0.0021 (5) C2 0.0168 (7) 0.0186 (7) 0.0185 (7) 0.0007 (6) 0.0056 (6) 0.0011 (6) C3 0.0144 (7) 0.0162 (7) 0.0213 (7) −0.0004 (5) 0.0103 (6) 0.0005 (5) C4 0.0195 (7) 0.0178 (7) 0.0158 (7) 0.0017 (6) 0.0083 (6) −0.0005 (5) C5 0.0127 (7) 0.0178 (7) 0.0183 (7) 0.0007 (5) 0.0053 (6) −0.0032 (5) C6 0.0173 (7) 0.0136 (7) 0.0203 (7) 0.0006 ( 0.0148 (7) 0.0176 (7) 0.0199 (7) 0.0003 (5) 0.0091 (6) 0.0000 (6) C13 0.0203 (8) 0.0194 (7) 0.0164 (7) 0.0015 (6) 0.0084 (6) 0.0003 (5) C14 0.0138 (7) 0.0172 (7) 0.0186 (7) 0.0004 (5) 0.0041 (6) −0.0024 (6) Geometric parameters (Å, °) 
